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(»*«2] 7^>htt*-Jt^>:^-y7T'f A'- 

Oil^SA* 1 0 0 n m£lT-C&SW*JS 1 ie®®^Pg«Sl 

3 ] Bg 3 0 n mttTJaortS 1 n m&CT<r> 
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*^e*-5*a©gl8l»fffl{C*5tt5#ffiei«!4^2 0 0 nm« 50 



#11 2003-336130 
2 

TT*-5, «*«9~1 2©li-rn*U«EiE®89S#: 
□ U T-Sr 1 Kft5S6l±^t?»*fl 9 ~ 1 3 

mim 1 5 ] u i7 ij h 

# u 9 ~ 1 4 iEii©frB^*ii«i. 

[«*ai6] 7i7«Jnnh'J;i/^#U^-*®7i' 
ijDrh'j;p*&*i9 0Kfi%iJ(,±T*sif:«^9~i 
5 ©li-f ti75^ 1 «IE«©Btf!S#iffilt. 

u v-T*^«*«9 ~ 1 6 ©vj-rn*^ 1 3aE«i©itFS 
s 1 a£i±©;«7;i'jp >i?sr^tf* y v--es-5«*]s 1 

7|E1t©l9i£#ilill. 

[«*1119) 7i"jD- HU;U5^4«'JV-!4i7i"J 

^mim 9-18 ia«©wm#:i8S*i. 
[»*^ 2 0 ] 3 0 mj<±. 300:^ 

U^T©7i7ijD- K"Jjl.?R7}i!ijT-$0. 1~10S» 

%^tji»*is 9-19 mL<Dmm.wmm. 
[«*3S 2 1 ] 9 ~ 2 0 ©vjfn*^ 1 mm.o 

m^m2 2] 7i7ijD- hij;i'^ji?'jv-©jiffffi 

tm^m^^ u T-wjijsffi© 2 m^i^is-^m^j^x 
m^m 2 3 ] i^^^n^ximm^^^m\z^ 0 n 

f3iZ>m^m2 2EiR©«frK#:iaill©iiifi*ffi. 

im^m 2 4 ] j!iPE7Kiia4'T®#t- 2 2 X 

«2 3fiB«©l(fK{*il«l©iljt:^ft. 

[»*]S2 5] 7i7ijD- h'J;i/*i|t'JV-f©7J' 
ijDr:hUJl'#e;^i^9 8-10 oaS%T$>-5tt*3S2 
2-24 ©Vi-fn;5^ 1 3SE^©|{fB#:iiia©SJifi:^ft. ' 

[%l?©f^«ia7tci5iM] 

(0 0 0 1] 

[^§fl©«-r^ft«ij-^] 7^7y>h^**-Jt^>:»-y 

gsa*^^#?.nsA-jH>:^y7 7'r/'^-. t!tzM,z, w 
EM^SSiNl©8(rS#. RtX, ^E-©Sit:^«{cp-rs, 

[0 0 0 2] 

[fie*©M 8EiaittBt«©5-&iiS*n 0 0 nm(Dt 
-y-Stf^©fe©<£*-jJ?>-^-y7 7-1'A--i:0?c;. IS 
0 nm®:t-:J^-W^fC*T/h$<fj:-5i:*-jH 
>:J-yf^jL-:/i:^«nS (SS'ifft : [2 0 



• 



( 3 ) 




i^P2 003-336130 
4 



3 
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7-i:bT#ffl;iM^Sf-C*0. SifiT [0 0 0 8] 

[0 0 0 3] Se*. *-3f?>:h/7T'f A*-tt, T-i' ^liiHI. Rr/f. ^WKPga6MI*^?.#?.n5*-3H>:h/ 

-H4*<JtSSSnTte 0 . iSii6«Ti^Ht®il5l,i*tffi:IS [0 0 0 9] 

■*y:/s.i7nyt—$^-&.T(Dmmm^m^'bti^mi^X' cdss«. y^7;<yh^ti-t^yi-yy7^j-^-om 

«^®s*»e.5S:^*<a*nTVifc. jdat. t^jtErostft [o o i o] 

[0 0 0 4] c<^)i57S:^H$«*-r-S)S^«<i:bT. M 20 y\-r$,^. rfit)-^. mm»mm(D=t)iyta>>—/)i 

Mmmi^mm'&mmm^mm\ziiimvrzzi7yx)i mmmis^^izm^x^vtmmmTti^L, s.^. mm 

* >) •7-^m^m^mim'pizi^mLmim^-t^ ;i mmu:fj\^mmi^ h u •y^^m'^iz^^miLmt^,^ 

ifr^ct\z^r,ti-^^y±y^3.-y^'^^ijmAm t. 

S^$tlTVi-5 (!|tSi2 0 0 2- 2 9 7 1 9#^^) . M (D WffiV h U >;/i7;^ffi#U V-0£^^i-!!iiii^tt 

^lgt(rffifls:«JIIi:UTJt?'J7i7UD-hUJl'4ffllifS4i- i^U Dz: h 'j;i/?^#'J v-75^f,)5:^;5\ jS»fC. 

if?«5^tt«Jgi:UT#iJ;<^i'U;Ui?p<f^;i'*ffll'>^* [001 1] (2) SffffivhU-yi'X+Sxt^Uv-co^^ig 

ffiA^'iis^^nTVis (.±^mi^ : Wtm^m. 2± [s] ^j-*t7i"jp-hij;i'*#'j-7->(i^e.;fto, a.:?, we 

(2 0 0 1) 4 1 -4 6), 30 &«a3i^BO^^^i'**^^^«tt*U■7-*^6;a:5, Clt 

[0 0 0 5] z.<D^'j\zm^m^\ziiy)^T^^nfzti- tmrnx^^. 'by—oor^u-^-f\^yvmmx 

stOTh/^T-f A*-«. -9Si\zm^miJ-t-yi-yy7 $>^i^mwfm<D=E:)]^y^a-y-mmtbx, 

■f A-i:llf«tlTti5, [0 0 12] (3) imiSttt:^lPlfcat>T?l##«Stlfc 

[0 0 0 6] i(*Ji5!j£*-#>:J-/7T-fA*-«. ^JRitt HJ*C7tifllB®*»Kffi*^6J5:5ffii^l!i«]t*WU, 

m^m^^t;.^^t^^y,^xmmAm< . Hicssjii^*^*- ©s^istj^'j v-cD±fij^i-;<i^7i7 'j h u;p?s#u v 

ab^i:v^^,^{c*3ViT, «jtoi^-tt. ssjg- jd [0 0 1 3] c<Dtt. mmmij\^tmmmm\^:f5\^<D 

xxigffijitt, fpK. axh(7)raa$ft*e<) Mij\zid^^xm^mv:^^y'^^xii~mx$>K)mmm 
^zM^xt^^a^^■^rct^^yM<»x±i&0Wkmim 40 *i6](c»oTi5ttffl^^Si«[it/!i^«ns®^tviitjfiT^-5 

[0 0 0 7] U7!i^L;ii7ite±EOi^^fe*-jfN>-t/7 11*^2 O 0 nm£iTT*5 

r-f A-«, ^<Dmm.-^&f)^in-^m^'^hoL-ti^nin [0014] *5£?««ifr^#:«i«io^Ji/7;j-D-7-tt, 

*:^ft(cj:o»e,nfew^flsa«i©^mxs©iiiitt ot-^e*^ sfcttMJi^'jv-tiJii*aiKffi©«^<0 3 
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[0 0 15] l9faB5iE{*:ilSiMH-*3tiT. mm^fR^m *«*P^nT*0 a. Hashimoto, T. Takebe and S. Sue 

T$)-57^"Jn- hUJl'?S#'jV-S:3Efi)i^J-tr?)ffiCi hiro : J. Chem. Phys. 88(1988)5874) . pm7!7V)l' 

smmmmyji^mmx'^rz, K^TicsersiitttEii*? imo^mTtmmtmm. mm^i^mm<nmm^mzm^ 

:^y7r■1'A-oits*n oonm*i@;^TU*p. 13! mm. mm\^fttm&-^ti^<, co^^fimmLfzmvi 

[0 0 16] <^^mm<Dmm&>t^mi^im<Dmmm t«*«Mtcs;5:S'boDtsA«. 

a J: 0 »fflT^-5. 7 -8 2 6 0 5 WA^. 7 - 

(1) 1f^^l»«it*^«ft«i6®tf 7*nv?-**L, 2 2 9 0 1 7^^«. !NpM¥1 1-13 13 2 1^^ 

±B£»*^7i7UDr.h'j;i'?S#'J-V-Ta&'5ffi*^»$« ffi, 1-22271 9,^'Am <&JE6ffl-r5;ii: 

[0 0 17] (.2) i»^miimmmm^<o=E)vy:tu ifi^^fmotfiuwrnttn^. mim^m&^is'^^is. 

[0 0 181 frB«Jait®ffl^^f!tl«^-f>-!J-fX 20 

!jiafelt»f®:;^|6l{C*5l,iT-ilTf=CViiK^{tMg^(r# [0 0 2 3] *%?g(D*-it^>:^/7r-f A*-ICfeVi 

T, itffi*^^^-^a:*-5f^>:^/7r'f/^-*^•^>fc^e»{c OS:#S»ctt. jl!rBft«Mt<Oj|*j!ifeS?R©ffi^J-i!t?««ii--r 

[0 0 19] MIC. luffi{*:aifl<^^:;i'7:tn>'--C*S ^, ^-OgM^itfefC. ifiS^i^lIjgWiffiS^r 1 0 0~1 0 
T, «5«tB^^il«3fi;6^iillitt:;^iRl»-3Tl^-tC?5:SJ;'5 [0 0 2 4] (^^^fPttd^UV-lc-r^l^iX) *i£M©pr 

[0 0 2 0] m^^^mmTmmmkJj^^z^^xi^- 3;?~3 o o^x-ab-sctAwsbi.^ fjii-jigtt#uv 

xmnE(Dfs.\,mm^^-t^tz^\zu. mmwm^<Dm -thx\t:^^^^)v-hJkts')-^-tim^h<, m^. 
',hum.<n^^wmumffimMx$> o . mmM^m<nm u ^^u )vm.^'}-)\'<r>Tt^^t^ u T-R^^/xttfla 

«-tJ-'f 1 0 AtmSSx.^t^SS{kffla*t3# [0 0 2 5] fi^i-«tt;J?U x'-i 

•5fe«lc43ViT«. 2ffl^tB®iteS. 2ffi^ffi<D#ffi^ ;i/^2-t Hn:^->x5^;i/. 7f UJl/^t Kn+S/yn 

■h-^ibm^^WMf)^^^-t^mz^n^^hj^mmm\zm. x5'ji';^fcof^^$n^^^i"j;i'®xx5=-;u^. 7^ 

cn^.«H^^^<fflStcHabfc^:^<!:bTili^>•i±^ U;1'75H> N->(5^D-;i'75"J;l'7 5 H, v7-feh 




7 

'j;i'X;i/*>g^. 7')j\^x)in^ym^ x5^U'>xjU/t:> 

[0 0 2 6] (7i'iJnz:h>j;i/^/J^'jT-) 
8frB#iaiMI{cfflv»S7i7 ij D- h ij ;us53Sij T-oSfi 
¥^i^^«tt3H~3 0 0:^T*'5C<t*W*bV». 7 

57 ij D - h U Jl/^jpU -T-i: bT«757 U n - h "J 

o:;5~3 0 0:130757 ijD-h'j;i'»#'Jv-$ 

0. 1~1 0%^t?Ci:*^ #^B:^/f^a.-y^£#«± 
ia^^«©757ijn- hU;i/JRjJ^'jT-S:^tfCt 

[0 0 2 7] 757«JD- h'J^U^d^'J.T-CO^M^fig^J- 
^r/T-tbTtt. !»lC«iJ|Sttilti*i. «a|A«75"J>ll' 

757'J>ii'ex5';i/, 7i"j;uK'f vyntf 

Jk 7i"j;i.Kn-y5=->/U. 7i7ij;i/gE2-X5^;i/'\^ 
->;k 7i''JJl/SS2-fc Hn:^^->x?jU. 7i"JJl'Kb 

HD:^vyn t;;u;fet'(cfi«$n57i'ijji^gfxx5^;i/ 

'j;i'»n-'\+->>)k 7(^i7ij;i'gf->5'n'\=*^->;k 

^^^)}my'0 IJ ^l', / ^ 57 u )m2-\i F n+->x^ 

X5^;i.7 5 y x5^;i.?i if c^f^^s n-5 ^z^^^^) jpKxx 

7i7ij;UK. ;*^57ij;n?. vU'f>ffi. 
3>g?, 7i7UJU75F, N-;<g^n-;U7i7ij;i.7 5 
H. v7-feh>757UJb75 h*. X5^U>. t*x;i/h;p 
x>, SSftx;!/. iSfttx;!/, it{tHx<jx>. 

-T-;k ;»<:^>j;i'X;i'3f:>K, 7U>/i/;^;i'*>K. xf- 

^>XJ1/*>S. 2-757U;i/75 H-2-;<5^;uyD 

[0 0 2 8] 7i"jaxh'j;pJSiR'jv-o*a^fiR^j- 
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[0 0 2 9] {m^^Mf¥<D^^mm^(D-*)-'f xoum 

[0 0 3 0] ^®J;^;^t«^t«. 7i7ijDxhij;i/JS 

10 bl5. C©:^SH#tC, itSl 0 nm£iT®i^-?S:*- 
[0 0 3 1] Wffi#afeNI«)iii*ffii«fcy7 7 h#UV- 

Kill 0 0 nm&.T(Dn^mmmtfs.o. ^mitMz 

<fc0 7-f 7/>h4«©iISl 0 0 nm&iT<Otl—^>i- 
lC^fefrfCJ:oTttiIgl 0 nIn^i^T®*-3l^>:^y^a. 
20 5, 

[0 0 3 2] C CDi ^ (CiffiJfSsiljKtt-Offl^i-StJgW-tJ-f X 
t !|#MBB 55-62953 ^iJfffit 

757'J;p«S«'f!Uv-i:-fe;i/D-x-:^7-trT— 

[0 0 3 3] ^77 h5l^UV-X«7P-y5'#'J-7-(D 
30 i|#ttibTtt, i|t{C*iJPBtt*|Vi*<l:«¥^^J-^*tt 1 0 

[0 0 3 4] mmm^(^^^^il§MiZO\,^T) *!89^0 

t LXitm^^ts 'J 1 7 57 IJ D X 
40 ;i/A7SH, v'/^Jl/7-feh75 H. i?;>^5^Jl'7.;i/*^ 

mmj'Amz^'3xm.-^<r>7 i; jvmmtnuwAn 

7 57 ij □ - h U JU5^:i)? 'J T-WjiiPffitia^^tt/K 'J V 
2 ffi*^^^?)ffi^^at«T&^T. 757UD 

X h 'J Jl/^Tp 'J T-OjifP^SAiyjl'ttffiTS.S 

lci^l:^y5^:l-:?'4^t^±T'Hlcjif^b^i. cosfi 
ifiSTfiS^H'iioMftiaiBi ic^fij (' f^ffi b T I ^ s © i 

50 it^esns. H{^*%WrtttrS«:iBfeKloSjg:^j£i:b 
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[0 0 3 5] mmii^mm<^mit\fD\.^x) i^^mo 

Sit IgTff ^ C t # S . 
[0 0 3 6] (i^^afeSt*^e.;<J-5)^>i-/7r'f A-S: 

0Onin6lT"C*-5*-jS>-^-y7r'f A-O^J- 

s ^ WMsf s in c itiKM izmitmm $ « 
>-^-y y7-(j'^-<Dmm^^mt^mitb^mmm^o 

[0 0 3 71 X. |^<i©^t![?K<£«>iffi-r5^<!:lCd;l3 7 
^' 7 ^ > h -4^ >:^ / 7 T -Y A'-;5^ e. 

m'^Ztlz^rty^ 7;<>htfe*-jf<>:J-y7r'f A* 
^r-TA-m^frd^^ifeSMmiiElft^fflv^S^ltT, 

[0 0 3 8] 'eky\znm^-^mixim^^^yzmm\z 

wmt^ti^. if%mi.z.n\zm.'^^t\^-h<nx\ttt\^> 

^n^n. rgpj Rt; r%j SrEUfc. 



6) ^^!^g^2 0 0 3-3 3 6 1 3 0 

[0 0 3 9] 

[HMfiaj] 1) jl1Sf:il?'J-^- 

'J V- h¥fi[/7i' 'J or: h U Jl/^fi:= 5 0/50 
(85) <r>%^ 

7y)\'yv7sU\Z. T~irymdm (tEEEU^xA;!' 
ASK, B?^^J-2 83«) 3. 085 (HJB^i-) . jiS*2 
9 0gBSttj2.^, ^*l?HMTlCia7K?S4>T6 0t:*T? 
10 JD^Ufco m^m-^^. 0 0 0 4gp, X^W 

>v75>Efti!-:)-h'J'?A^0. 00 12gB. D> 
^tfU -y h 1 . 0a5*jiS*5BB{cS*itTJaA, 
y5^;i/^:5'i7U l/-h 5 ogp, t FdA-;^ 
^-tJ-'THO. 2 5g|5. n-:ti'5^;i'^;P;<jy^>0. 5 

m--^u^M-mm.^m i s 9 o ^i'dHtTjSTUfc. ^ 

[0 0 4 0] c:oxv;!/->3 >4>(c. es^^-ISo. 0 

0012a, D>:ffU-yM. 0gp<£. ^g*5WCg? 
20 :«^UTlraA, •€-0^7^'JDXhiJjl/4 6. 7615. 7^^ 
UJI/7SK3SI5. /^'i^J^UKO. 3ffl5, t -y^^Jl/k 
HnA-:t+-y-1' HO. 2 5815, n -:ti7 9^;P/;i'*:/ 
iS' > 0 . 5 aSji^ e 2^90 4J-*^ttTJ« 

[0 04 1] #?.nfcxv;i/->3 >©@}^iJ-*jl!^Ufc 
i:C5 2 4. 2%X$>-otz, C<DXV;!.->3 

'jV-G-lS»fc, 
30 [0 0 4 2] <-&^{»J2, 3>d^77hajJ?UV-G- 

2 : /5^;i/^^'i''J U-h#fi/7i7U DxhUil/^fir 
= 2 5/7 5 (85) , sue, y7 7h3:i?'JV-G- 

3 : ;t5';U>(^iriJU-h**iC/7i'iJnxh>j;i'^ffi 

= 7 5/2 5 m) (o-^m 

^mwu^mi^ 2$«i<Dj:^icf^^sttntt. 

0IJ 1 t H^StC b T y 7 7 h :3 5l? ij V- G - 2 7 7 
h3#'jV-G-3 4»fc. 

[0 0 4 3] 
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O. 25 


O. 125 


O. 375 


n-OcSH 
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0. 25 


0. 76 




AN 
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4. 5 


1» 6 




0. 3 


0. 45 
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t-BH 


0. 25 


0. 375 


O. 125 


rrOoSH 


O. 5 


O. 75 


0. 25 



MMA : J<y;Uj<«i7'J U- h 
t-BH : t -r'yjUt l*0;T-:J*t>--< l< 
n-OcSH : r\-n09-n>*>b33-y9y 
AN:7»J7'JQZHJJ1/ 

[0 0 4 4] <-&fi^«aj4>7i''Jn- hU;|/^#iJ-7- 

iiM7 > tn-j; ARr/ffiffiSSfTK^T >^ ^ 
S W H y X JfiMJ&SJSrffl 7i7Uo=.hU 9 

*ttO. 7JS*i?.7iS7i7iJ □- hU;U?^jj?ijV-^# 20 

*i:v>^5";i/7-b;h75 h-©jg-&^«iE4'T2, 2' -7 
Vfx (4-p^h+->-2, 4-i^7i5^;i/A*ua^h'j 
JP) <£M$6SiJi:b. 7i"JD- hU 0 0%*vS 
?5:-5@S5^^T*7i"JD- hU;HS5ffUV-*#fe. H 

'[0 0 4 5] 2 ) ^ffi:^!* 

<^;i/7:tnv?-fijK> 30 

•y->jL!C«-a-. Hi (tt) H - 7 6 0 OSiiMHT-m 
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